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Supplementary figure 1: Primary sequence of final subunit vaccine constructs

APPHALSEAAAKMTLWNAWRLAAYPNDAITHCYAAYVSSWWSEYLAAYIAITQFFGYAAYSFDNRGNTYAAYSGDIHS
YLYAAYQSWEGHPIYAAYGLAIEAAPYAAYAQQNEVTEYAAYKSERIPVQYAAYWTGPRILPFAAYTSDAATTTQAAYY
THGEEPEYAAYTTSVEDGLIAAYTTESTTEAVAAYFLEDIFSIFAAYLYAEDGLDYAAYHALFWTALYAAYVQGEFKGYYA
AYLSDPFDVSVAAYKLFETTDMYGPGPGVRQEAIARALARAAAGPGPGQVRQEAIARALARAAGPGPGDQVRQEAIA
RALARAGPGPGRDQVRQEAIARALARGPGPGYRDQVRQEAIARALAGPGPGKYYAEMQTTLATVDKGPGPGFLAHLL
VQASQPWKAGPGPGPKYYAEMQTTLATVDGPGPGQELRAQIAQQRIAQRGPGPGIQELRAQIAQQRIAQGPGPGYY
AEMQTTLATVDKAGPGPGLAHLLVQASQPWKALGPGPGYAEMQTTLATVDKAKGPGPGQYRDQVRQEAIARAL

APPHALS= Adjuvant
EAAAK, AAY & GPGPG= Linkers
9mer epitope= CTL epitope

15mer epitope= HTL epitope



Gromacs Energies Gromacs Energies
200 T ‘ T I T I T
Bl

— Temperature
_ ~ Pressure _

300
100

T T I T T T T

[A]l

3 5 o
280 —
-100
260 L | L I L I I L _200 L ‘ Il I L I I 1
0 20 40 60 80 100 0 20 40 60 80 100
Time (ps) Time (ps)
C . D
[C] Gromacs Energies O] Radius of gyration
1020 T T T | T T T T 4.5 T T I 1 | T
* |
4.45— —
44
£1015 -1 =435
2 &
4.3
4.25
1010 1 ‘ | 1 ‘ | L 42 1 ‘ L I 1 | L ‘ |
0 20 40 60 80 100 0 2000 4000 6000 8000 10000
Time (ps) Time (ps)

Supplementary figure 2: Molecular dynamics simulation output showing (A-C) Gromacs
energy of temperature pressure and density, respectively while (D) represents the radius of
gyration of the complex for the time duration of 10 nanoseconds



Supplementary Table 1: IFN-y epitope prediction for the top HTL epitopes

Serial Epitope Sequence Method | Result Score
No. Name

1 Epitope_1 VRQEAIARALARAAA | MERCI | POSITIVE | 4
2 Epitope_2 QVRQEAIARALARAA | MERCI | POSITIVE | 3
3 Epitope 3 | DQVRQEAIARALARA | MERCI | POSITIVE | 3
4 Epitope_4 RDQVRQEAIARALAR | MERCI | POSITIVE | 5
5 Epitope_ 5 | YRDQVRQEAIARALA | MERCI | POSITIVE | 7
6 Epitope_6 KYYAEMQTTLATVDK | MERCI | POSITIVE | 1
7 Epitope_7 FLAHLLVQASQPWKA | MERCI | POSITIVE | 1
8 Epitope_8 PKYYAEMQTTLATVD | SVM POSITIVE | 0.4
9 Epitope_9 QELRAQIAQQRIAQR | SVM POSITIVE | 0.5
10 Epitope_10 | IQELRAQIAQQRIAQ |SVM | POSITIVE | 0.5
11 Epitope_11 | YYAEMQTTLATVDKA | MERCI | POSITIVE | 1
12 Epitope_12 | LAHLLVQASQPWKAL | MERCI | POSITIVE | 3
13 Epitope_13 | YAEMQTTLATVDKAK | MERCI | POSITIVE | 1
14 Epitope_14 | QYRDQVRQEAIARAL | MERCI | POSITIVE | 6




